: Plot of predicted versus experimental pIC50 values on the newly tested molecules as obtained from the QSAR model developed in 2014 [9] R 2 = 0.20
: Applicability domain (AD) calculations for the HQSAR models 6-8. The plots show results of principal component analyses for three different descriptor schemes used by HQSAR to describe the molecules: A: Based on fingerprints from HQSAR models; B: Tripos atom pairs -based on Sybyl atom types used to generate fingerprints; C "Unity" -related to functional groups). In each case, the test set compounds are distributed well within the range of the training set. This suggests the correctness of the applicability domain and that training and test set separation for the models are reasonable. 
